Assessment of molecular similarity from the analysis of randomly generated structural fragment populations.
A novel method termed MolBlaster is introduced for the evaluation of molecular similarity relationships on the basis of randomly generated fragment populations. Our motivation has been to develop a similarity method that does not depend on the use of predefined structural or property descriptors. Fragment profiles of molecules are generated by random deletion of bonds in connectivity tables and quantitatively compared using entropy-based metrics. In test calculations, MolBlaster accurately reproduced a structural key-based similarity ranking of druglike molecules.